Key indicators: single-crystal X-ray study; T = 153 K; mean (C-C) = 0.005 Å; R factor = 0.038; wR factor = 0.097; data-to-parameter ratio = 18.6.
The title compound, (C 11 À anions form centrosymmetric dimers via weak SbÁ Á ÁCl interactions [SbÁ Á ÁCl = 3.1159 (9) Å ]. The geometrical arrangement in the crystal structure is characterized by slipped -stacking of the parallel purine ring systems, with an interplanar separation of 3.32 Å .
Related literature
For related literature, see : Chen, Tu, Shu et al. (2007) ; ; Feng et al. (2007) ; Franzone et al. (1981 Franzone et al. ( , 1989 ; Villani et al. (1997) ; Zhao & Li (2001) .
Experimental
Crystal data (C 11 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày þ 2; Àz þ 1; (ii) x; y; z À 1.
Data collection: SMART (Bruker, 2000) ; cell refinement: SAINT (Bruker, 2000) ; data reduction: SAINT; program(s) used to solve structure: SHELXTL (Bruker, 2000) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL.
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: GG2051). Comment Doxofylline [7-(1,3-dioxolan-2-ylmethyl)-1,3-dimethyl-3,7-dihydro-1H-purine-2,6-dione] is a therapeutic agent with antiasthmatic (Franzone et al., 1989) , anti-inflammatory activities (Zhao et al., 2001 ) and a bronchodilating effect on smooth muscle (Franzone et al., 1981; Villani et al., 1997) . So far several organic compounds containing doxofylline have been synthesized (Chen, Tu, Shu et al.,2007) ; Feng et al., 2007) , but the doxofylline complex containing metal has not been reported. All of the above studies provide important references to futher research into doxofylline. Herein we present here the structure of the title compound (Scheme 1), (I).
As depicted in Fig. 1 , the compound (I) is comprised of a doxofylline cation, a SbCl 4 anion and a water molecule. The N1 of doxofylline is protonated and links to the water molecule by N1-H1···O5 hydrogen bond, and the water molecule links the SbCl 4 anion by O5-H5C···Cl interactions. The dihedral angle between the plane of the purine ring and the approximate plane through C4/O3/C6/O4 is 68.5°. The pure compound is 8.42° (Chen, Tu, Shu et al.,2007) ; . In the purine ring, the bond length of N4-C11 [1.392 (3) Å] bond is somewhat longer than the corresponding N-C [1.374 (4) Å] bond length in the Chen's case .
The symmetrically related SbCl 4 link into dimers via coordinated bonds of Sb1-Cl4 (−x + 1, −y + 2, −z + 2) [3.1159 (9) Å] ( Fig. 2) , which plays an important role in the formation of the crystal. In addition, there exists slipped π···π stacking between symmetrically related pyridines rings at (−x + 2, −y + 1, −z + 1), with a centroid to centroid distance equal to be 3.662 (6) Å. With intermolecular hydrogen bonds listed in Table 1 , the stacking interactons further stabilize the crystal structure ( Fig. 3) .
Antimony trichloride, hydrochloride acid and doxofylline in a 1:1:1 molar ratio were mixed and dissolved in sufficient acetone by heating to a temperature at which a clear solution resulted. Crystals of (I) were formed by gradual evaporation of acetone over a period of three days at 298 K.
Refinement
H atoms attaching to N atoms were deduced from difference Fourier maps, and incorporated in refinement freely. The water H atoms were located tentatively in difference Fourier maps and were refined with the O-H and H···H distances restrained to 0.82 (2) and 1.39 (2) Å. Others were placed in calculated positions and allowed to ride on their parent atoms at distances of 0.93 (C7-H7), 0.96 (methyl), 0.97 (methylene) and 0.98Å (methine), with U iso (H) = 1.2-1.5 U eq (C).
supplementary materials sup-2 Figures   Fig. 1 . The molecular structure of (I), with 30% probability displacement ellipsoids is shown. Hydrogn bonds are illustrated as dashed lines. (8 
